The molecule of the title compound, C 27 H 37 NO 3 , was prepared by [3 + 2] 1,3-dipolar cycloaddition of 4-n-octylphenylnitrile oxide and 4-tert-butoxystyrene, the latter compound being a very useful intermediate to the synthesis of liquidcrystalline materials. In the molecule, the benzene rings of the n-octyloxyphenyl and tert-butoxyphenyl groups form dihedral angles of 2.83 (7) and 85.49 (3) , respectively, with the mean plane of the isoxazoline ring. In the crystal, molecules are linked by weak C-HÁ Á ÁO hydrogen interactions into chains running parallel to the b axis.
Chemical context
Nitrogen-and oxygen-containing heterocycles known as Á 2 -isoxazolines constitute an important class of five-membered heterocycles which have significant synthetic and biological applications (Pirrung et al., 2002; Choe et al., 2016; Huang et al., 2017; Stosic-Grujicic et al., 2007) . Isoxazolines display diverse biological and pharmacological properties. This unique class of pharmacophores occurs naturally in many therapeutic agents. The chlorinated isoxazoline antitumor antibiotics U-42,126 and U-43,795 isolated from Streptomyces sviceus, exhibit significant activity against L 1210 lymphoid leukaemia in mice Hanka et al., 1975) . Inspired by this class of natural antibiotics, a new library of natural products probes have been designed, synthesized and tested for bacterial proteome analysis (Orth et al., 2010) . Nitrofuranylisoxazolines with increased proteolytic stability have been investigated, leading to the discovery of several compounds with potent in vitro anti-tuberculosis activity (Tangallapally et al., 2007) . Trihalomethyl-pyrimidine sugarmodified nucleosides containing the isoxazoline ring were synthesized and their in vitro antiproliferactive activity evaluated against human cancer cell lines and one of them was three times more selective than MXT standard anticancer drugs (Lobo et al., 2015) . Isoxazolines have proven be an excellent GABA receptors, as demonstrated by Ozoe et al. (2010) who reported isoxazoline A1443 to exhibit antiparasitic activity against cat fleas and dog ticks comparable to that of the commercial ectoparasiticide fipronil. From a synthetic point of view, Á 2 -isoxazolines constitute an important way to synthesize many natural products with diverse and intricate molecular connectivity. Bafilomycin A1 and erythromycin A, reported by the Carreira group, are examples of the versatility of isoxazoline in the total synthesis of natural products (Kleinbeck & Carreira 2009; Muri & Carreira 2009 ).
Previously we have demonstrated that [3 + 2] 1,3-dipolar cycloaddition of arylnitrile oxide to alkene is a excellent route to access different 3,5-disubstituted isoxazolines (Tavares et al., 2010 (Tavares et al., , 2016 Fritsch & Merlo, 2016; Lopes et al., 2018) . Using this methodology, a collection of isoxazolines can be constructed with specific applications ranging from biological compounds through use as intermediates in organic synthesis to liquid-crystal materials (El-Khatatneh et al., 2017; Fader & Carreira, 2004; Bezborodov et al., 2004) . With this purpose in mind, we have established a concise route to the synthesis of liquid crystals based on isoxazolines and their full characterization. The [3 + 2] 1,3-dipolar cycloaddition requires two partners, one being nitrile oxide (1,3-dipole) obtained from oxime correspondent and other is an alkene (Huisgen, 1976) . Thus, considering the liquid crystals thematic, we focused our attention on the preparation of distorted rod-shaped molecules based on isoxazolines using 4-t-butoxyphenyl styrene as the dipholarophile and 4-n-alkoxyphenyl nitrile oxide as the 1,3-dipole. The title compound was synthesized in three steps starting from 4-hydroxybenzaldehyde by alkylation reaction (85% yield), oximation reaction (89% yield) and [3 + 2] 1,3-dipolar cycloaddition (51% yield).
Structural commentary
In the molecule of the title compound (Fig. 1) , the isoxazoline ring adopts a twist conformation, with puckering parameters q 2 = 0.1522 (11) Å and È 2 = 149.6 (4)
. The mean plane through the isoxazoline ring [maximum deviation 0.1113 (12) Å for atom C7] is approximately coplanar with the C10-C15 aromatic ring of the n-octyloxyphenyl group [dihedral angle = 2.83 (7) ], whereas it is almost perpendicular to the C1-C6 benzene ring of the t-butoxyphenyl group [dihedral angle = 85.49 (3) ]. The C16-C23 aliphatic chain shows a regular extended conformation.
Supramolecular features
In the crystal, molecules of Á 2 -isoxazolines are accommodated in sheets parallel to (010). In each sheet, centrosymmetrically related molecules are connected by a pair of weak non-classical C-HÁ Á ÁO hydrogen bonds (Table 1) , forming dimeric units (Fig. 2) , which are further linked into chains parallel to the b axis by weak C-HÁ Á ÁO hydrogen bonds involving the oxygen atoms of the t-butoxy group as acceptors. No C-HÁ Á Á contacts or -interactions involving the benzene rings of the 3,5-diarylisoxazoline system are observed.
Database survey
A search of the 3,5-diarylisoxazoline moiety revealed 22 entries in the Cambridge Structural Database (Version 2.0.1, update of February 2019; Groom et al., 2016) . However, when the search was restricted to para-diether-3,5-diarylisoxazoline, just one entry was retrieved. The match AWUYUN is associated with the work published by Samshuddin et al. (2011) , which describes the crystal structure of 3,5-bis(4-methoxyphenyl)-4,5-dihydroisoxazole. In both cases, the fivemembered isoxazoline ring is coplanar with the phenyl ring bonded to the nitrogen side, whereas the phenyl ring on the oxygen side is very twisted, with dihedral angles between the mean planes of the phenyl rings close to orthogonal.
Synthesis and crystallization
4-(n-Octyloxy)benzaldehyde and 4-(n-octyloxy)benzaldehyde oxime were prepared according to the procedures reported by Passo et al. (2008) Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 3; Ày þ 2; Àz; (ii) Àx þ 3; Ày þ 1; Àz.
Figure 2
Hydrogen-bonding interactions (dashed lines) in the title compound. ORTEP plot of the title compound showing displacement ellipsoids drawn at the 40% probability level. Hydrogen atoms are omitted for clarity.
in triethylamine (15 mmol, 2.1 mL) was added dropwise, followed by stirring for one h at room temperature. The final solution was filtered and THF was removed by evaporation. The crude product was dissolved in CH 2 Cl 2 (2 Â100mL) and washed with 1 M HCl (3 Â 50 mL), saturated NaHCO 3 (1 Â 50 mL) and brine (1 Â 50 mL). The organic solution was dried over Na 2 SO 4 , the solvent was removed by evaporation and the yellow solid was recrystallized in ethanol. 160.8, 156.0, 155.5, 135.8, 128.4, 126.8, 124.5, 121.9, 114.8, 82.3, 78.8, 77.4, 68.3, 43.4, 31.9, 29.5, 29.4, 29.3, 29.0, 26.1, 22.8, 14.3 (1 signal is missing).
Refinement
Selected crystal data, data collection and structure refinement details are summarized in Table 2 . All hydrogen atoms were positioned geometrically using a riding atom approximation, with C-H = 0.95-1.00 Å , and with U iso (H) = 1.2U eq (C) or 1.5U eq (C) for methyl H atoms. A rotating model was used for the methyl groups. program(s) used to solve structure: SHELXTL (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL2018 (Sheldrick, 2015) ; molecular graphics: PLATON (Spek, 2009) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL2018 (Sheldrick, 2015) and publCIF (Westrip, 2010). Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 
5-(4-tert-Butoxyphenyl)-3-(4-n-octyloxyphenyl)-4,5-\ dihydroisoxazole

Crystal data
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (
